Preparation of the title compound was achieved by a Sonogashira cross coupling between 2-ethynyl-6-methylpyridine (4 g, 14.3 mmol) and 3-bromoanisole (2.0 mL, 15.7 mmol) in the presence of tetrakis(triphenylphosphine)palladium (1.65 g, 1.4 mmol) and lithium chloride (20 mg, 0.4 mmol) in 100 mL degassed N,N-dimethylformamide. The resulting mixture was warmed to 110°C and stirred at this temperature for 4 h. After cooling, 50 mL of H2O was added and the resulting solution was extracted with EtOAc (4 × 30 mL). The organic layer was washed with saturated NaCl (3 × 20 mL), dried over Na 2 SO 4 and evaporated. Purification of the residue by column chromatography (toluene/ether 9/1) led to a mixture that was separated by chromatography (hexane/EtOAc 9/1) to yield 1.91 g (60 %) of title compound as a colorless oil. The colorless oil was dissolved in a mixture methanol/H 2 O (5:1) and the resulting solution was allowed to stand at r.t. for 2 days before collection of the colorless monocrystal suitable for X-ray analysis. Spectroscopic data obtained from NMR, mass and micro analysis support the proposed structure. Recent work in transgenic mice indicates a powerful regulatory role for the mGluR5 in mediating a variety of cocaine-induced behaviors. Specifically, mGluR5 knock-out mice were insensitive to the locomotor activating effects of cocaine and failed to acquire cocaine self-administration [6]. With the purpose of identifying a novel series of mGluR5 noncompetitive antagonists for use in brain imaging and/or addiction therapy, we decided first to obtain detailed information about the molecular conformation in solid state of the most potent and selective antagonist of mGluR5 described in the literature [2] . In the solid-state, the molecule is nearly planar with a mean deviation of only 0.046(2) Å despite the possibility of free rotation about the C6-C7 and C8-C9 bonds and no preferred orientation of the methoxy group. The two rings are offset by only 4.9 Å and the peripheral methyl and methoxy ligands are in trans-like arrangement. The alkynyl backbone is linear with angles measured at 177.6°(C6-C7-C8) and 179.6°(C7-C8-C9). The torsion angles between the two rings also demonstrate the molecular planarity with cis-type angles of 3.9°and 5.6°, and trans-type angles of 175.1°and 175.4°. Significant p-stacking, propagating along the b axis, exists in the crystal lattice with intermolecular separations of 3.7 Å. There are no significant intermolecular contacts.
Source of material
Preparation of the title compound was achieved by a Sonogashira cross coupling between 2-ethynyl-6-methylpyridine (4 g, 14.3 mmol) and 3-bromoanisole (2.0 mL, 15.7 mmol) in the presence of tetrakis(triphenylphosphine)palladium (1.65 g, 1.4 mmol) and lithium chloride (20 mg, 0.4 mmol) in 100 mL degassed N,N-dimethylformamide. The resulting mixture was warmed to 110°C and stirred at this temperature for 4 h. After cooling, 50 mL of H2O was added and the resulting solution was extracted with EtOAc (4 × 30 mL). The organic layer was washed with saturated NaCl (3 × 20 mL), dried over Na 2 SO 4 and evaporated. Purification of the residue by column chromatography (toluene/ether 9/1) led to a mixture that was separated by chromatography (hexane/EtOAc 9/1) to yield 1.91 g (60 %) of title compound as a colorless oil. The colorless oil was dissolved in a mixture methanol/H 2 O (5:1) and the resulting solution was allowed to stand at r.t. for 2 days before collection of the colorless monocrystal suitable for X-ray analysis. Spectroscopic data obtained from NMR, mass and micro analysis support the proposed structure.
Discussion
Glutamate is the major excitatory neurotransmitter in brain and such involved in several physiological and pathological conditions [1] . Glutamate acts at two classes of receptors, the ionotropic and the metabotropic glutamate receptors (mGluRs) [2] . Metabotropic glutamate receptors comprise a family of eight G protein coupled receptors (mGluR1-8) that are activated by glutamate and can modulate fast excitatory responses evoked by glutamatergic stimulation of ionotropic receptors [3] . The eight mGluR subtypes are subdivided into three groups principally based on sequence homology, but also on signal transduction pathway and agonist selectivity [4] . Group I mGluRs (mGluR1 and mGluR5 subtypes) exhibit a regional pattern of expression in the CNS suggesting distinct functional roles for each receptor [5] . Recent work in transgenic mice indicates a powerful regulatory role for the mGluR5 in mediating a variety of cocaine-induced behaviors. Specifically, mGluR5 knock-out mice were insensitive to the locomotor activating effects of cocaine and failed to acquire cocaine self-administration [6] . With the purpose of identifying a novel series of mGluR5 noncompetitive antagonists for use in brain imaging and/or addiction therapy, we decided first to obtain detailed information about the molecular conformation in solid state of the most potent and selective antagonist of mGluR5 described in the literature [2] . In the solid-state, the molecule is nearly planar with a mean deviation of only 0.046(2) Å despite the possibility of free rotation about the C6-C7 and C8-C9 bonds and no preferred orientation of the methoxy group. The two rings are offset by only 4.9 Å and the peripheral methyl and methoxy ligands are in trans-like arrangement. The alkynyl backbone is linear with angles measured at 177.6°(C6-C7-C8) and 179.6°(C7-C8-C9). The torsion angles between the two rings also demonstrate the molecular planarity with cis-type angles of 3.9°and 5.6°, and trans-type angles of 175.1°and 175.4°. Significant p-stacking, propagating along the b axis, exists in the crystal lattice with intermolecular separations of 3.7 Å. There are no significant intermolecular contacts. 
